Coumarin derivatives are a useful component for developing new materials, such as fluorescence materials and laser dyes; non-linear optical materials and reagents; photorefractive materials; photoresistors; intermediates for drug synthesis; luminescence materials; analytical reagents, etc. 1,2 Coumarin 311, 7-(dimethylamino)-4-methylcoumarin, is also used as laser dyes. It gives laser emission at around 453 nm in ethanol. The crystal structure of coumarin 311 has already been reported. 3 However the fluorence property and crystal structure of 3-bromo-7-(dimethylamino)-4-methylcoumarin (1) has not yet been reported. We now report on the crystal structure of 1 with the aim of the contributing to a deeper understanding of the substituent effect at the 3-position of coumarin 311 on the structure and crystal packing.
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Compound (1) , shown in Fig. 1 , was synthesized by the reaction of 7-(dimethylamino)-4-methylcoumarin with bromine in glacial acetic acid, as reported in a previous paper. 4 The spectral data of 1 are as follows: mp 168 -169˚C, 1 Table 1 . The H atoms were positioned with the idealized geometry, and were refined to be isotropic (Uiso(H) = 1.2Ueq(C)) using a riding model with C-H = 0.95 Å for aromatic H atoms and C-H = 0.98 Å for methyl H atoms. The selected bond distances and angles are collected in Table 2 .
An ORTEP drawing of the molecule of 1 is shown in Fig. 2 . The molecule is almost planar with a maximum deviation of -0.154(2)Å for N1. The dihedral angle between the pyrone ring
Crystal Structure of 3-Bromo-7-(dimethylamino)-4-methylcoumarin
Kanji KUBO,* † Taisuke MATSUMOTO,** and Haruko TAKECHI*** The structure of 3-bromo-7-(dimethylamino)-4-methylcoumarin (1) was determined by X-ray crystallography. It crystallizes in the space group P21/n (#14) with cell parameters a = 9.000 ( (defined by C1/C2/C3/C4/C9/O1/O2) and the benzene ring (defined by C4/C5/C6/C7/C8/C9) is 14.1(1)˚. The dihedral angle between the benzene ring and the dimethylamino group (defined by N1/C11/C12) is 15.8(1)˚. The N atom of the dimethylamine group has a planar environment. The N1-C7 bond length is close to that of the value (1.355 Å) 5 observed for a Csp 2 -Nsp 2 bond. This means that the dimethyamino group substituted at the C7 position effects the conjugation system of coumarin.
As shown in Table 2 , the bond lengths and angles in the coumarin ring system in both molecules are normal, and are in good agreement with those observed in coumarin 311. 3 Intermolecular p·p interactions between the coumarin planes are shown in Fig. 3 . The distance between the intermolecular coumarin planes is 3.347(3)Å for C1·C5 i (symmetry code: (i) 2-x, 2-y, -z), which is within the range associated with p·p interactions (3.3 -3.8 Å). 1, 2 There are some intermolecular C-H·p and C-H·O interactions observed in the crystal structure of 1 (Table 3 and Fig. 3) , with distances that are typical for those types of interactions: C-H·p interaction = 2.8 -3.1 Å 1,2 and C-H·O interaction = 2.4 -2.7 Å. 1, 2 An intermolecular C=O·Br interaction is observed in the crystal structure of 1. The O1·Br1 iv (symmetry code: (iv) 5/2-x, y-1/2, 1/2-z) distance is 3.2197(18)Å, which is similar to that (3.23 Å) 6 of 2,5-dibromo-4,6-dimethylisophthalaldehyde and shorter than the sum (3.37 Å) 5 of the van der Waals radii of the O and Br atoms. The C=O·Br angle is 141.3˚, which is close to that (143.8˚) 6 of 2,5-dibromoterephthalaldehyde.
The occurrence of these weak C=O·Br, C-H·O, CH·p, and p·p interactions builds up a three-dimensional network. 
